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Abstract
Abstract
The aim of this research is to develop a computer algebra system for quantum chemistry. The
system is designed to manipulate algebraic formulas that appeared in electron correlation theory. We
present the architecture of the system and the progress of the development in this paper. This paper




$E_{MP2}= \frac{1}{4}(\sum_{ijab}\frac{[ia|jb][ai|bj]-[ia|jb][aj|bi]-[ib|ja][ai|bj]+[ib|ja][aj|bi]}{\epsilon_{i}+\epsilon_{j}-\epsilon_{a}-\epsilon_{b}})$ . (1)
$i,$ $j,$ $a,$ $b$ $\epsilon_{i}$ $i$ $[ij|ab|$






















GAUSSIAN[2], GAMESS (General Atomic and Molecular
Electronic Structure System) [3], $ABINIT-MP[6|$
22
Protein Data Bank[8]
GAUSS VIEW MOE (Molecular Operating Environment)
23
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